The asymmetric unit of the title compound, C 22 H 42 N 6 Á2CH 4 O, comprises one half of a 14-membered tetraazacyclotetradecane macrocycle with cyanoethyl substituents on one of the N atoms and a methanol solvent molecule. The macrocycle lies about an inversion centre. The cyanoethyl substituents are oriented so that the cyano groups lie over opposite faces of the central cavity of the macrocycle. The methanol solvate molecules lie away from the cavity of the macrocycle and are linked to the macrocycles via O-HÁ Á ÁN hydrogen bonds. 
The asymmetric unit of the title compound, C 22 H 42 N 6 Á2CH 4 O, comprises one half of a 14-membered tetraazacyclotetradecane macrocycle with cyanoethyl substituents on one of the N atoms and a methanol solvent molecule. The macrocycle lies about an inversion centre. The cyanoethyl substituents are oriented so that the cyano groups lie over opposite faces of the central cavity of the macrocycle. The methanol solvate molecules lie away from the cavity of the macrocycle and are linked to the macrocycles via O-HÁ Á ÁN hydrogen bonds.
Related literature
For background to macrocycles with pendant coordinating groups, see: Madeyski et al. (1984) ; Hay et al. (1987) ; Melson (1979) . For a related structure, see: Roy et al. (2001) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 3,3 5, 7, 12, 12, 4, 8, (Madeyski et al., 1984; Hay et al., 1987) have attracted a great deal of attention and have been studied extensively (Melson, 1979) due to the fact that their structures and properties differ markedly from those of the unsubstituted parent molecules. Recently, we have synthesized the title complex, 1,8-bis(2-Cyanoethyl) -5,5,7,12,12,14-hexamethyl-1,4,8,11 -tetra-azacyclotetradecane and its structure is reported here.
The title compound, C 22 H 42 N 6 .2CH 3 OH, Fig. 1 , comprises a centrosymmetric 14-membered tetra-azacyclotetradecane macrocycle with C9···C11, N3 cyanoethyl substituents on the N2 atoms and two methanol solvate molecules. These substituents are both oriented so the cyano groups lie over opposite faces of the central cavity of the macrocycle. This contrasts sharply with the situation in the structure of trans-(3S,5S,10R,12R)-1,8-bis(2-cyanoethyl)-C-meso-3, 5,7,7,10,12,14,14-octamethyl-1,4,8,11-tetraaza-cyclotetradecane (Roy et al., 2001) , in which the cyanoethyl arms are directed away from the central cavity of the macrocycle. The methanol solvate molecules lie away from the cavity of the macrocycle and are linked to the macrocycles via O1-H1···N1 hydrogen bonds.
An acrylonitrile solution of C- meso-5,5,7,12,12,14-hexamethyl-1,4,8,11 -tetraazacyclotetradecane was heated to reflux for 6 h-10 h, The reaction mixture was cooled to room temperature and colorless crystals of the title compound were obtained by slow evaporation of the solvent at room temperature.
Refinement
The H atom bound to N1 was located in a difference Fourier map and its coordinates and isotropic temperature factor was refined. Carbon and O bound H atoms were placed at calculated positions and were treated as riding on the parent C or O atoms with C-H = 0.98 -1.00 Å, O-H = 0.84 Å, and with U iso (H) = 1.2 -1.5 U eq (C, O). 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds 
